Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.005 Å; R factor = 0.050; wR factor = 0.132; data-to-parameter ratio = 17.2.
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Comment
The title compound was synthesized as part of a larger project focusing on the synthesis of higher conjugated and annulated heterocyclic π-systems (Detert & Schollmeyer, 1999; Sugiono & Detert, 2001) . The acylation of tetrazoles followed by thermal ring transformation is a highly efficient route for the synthesis of 1,3,4-oxadiazoles and triazoles (Huisgen, Sauer & Seidel, 1960; Huisgen, Sturm & Markgraf, 1960) and can also be applied to 2-chloroazines to yield triazolo-annulated azines (Preis et al., 2011) . In the crystal the title compound adopts an essentially planar structure with a dihedral angle of 2.21°b etween the mean planes of the phenyl ring and the bicyclic system and deviations of less than 0.01 Å from the least square plane. All torsion angles in the C-N-framework are below 2°; the torsion angle of -176.5 (3)° (C16-C12-C13-C14) results from methyl substitution. With 1.372 (3)Å (N2-N3) and 1.381 (3)Å (N8 -N9), the N-N bonds in the bicyclic framework are significantly longer than the C-N bonds C1-N2 (1.290 (4) Å), C4 -N9 (1.317 (4) Å), and C7 -N8
(1.324 (4) Å). This, the longer bonds N3-C4 (1.383 (4) Å) and N3 -C7 (1.378 (4) Å) and the alternating C-C bond lengths in the pyridazine (C4 -C5: 1.416 (4) Å; C5 -C6: 1.3435 (4) Å; C1 -C6: 1.426 (4) Å) indicate a strong localization of the double bonds. Contrary to the short bond C1 -N2 (1.290 (4) Å), the C1 -Cl1 bond (1.732 (3) Å) is long. This correlates with the reactivity of the C1-Cl1 bond, similar to an imidoyl chloride. Two molecules are connected via a center of inversion (symmetry operator: 1-x, 1-y, 1-z), by π-π-interactions and hydrogen bridging stabilize the lattice. The distances of the centroids of pyridazine and tolyl rings are only 3.70 Å and C-H-N bonds between C6-H6-N9 (H6-N9: 2.55 Å) connect the molecules.
Experimental
The title compound was prepared by adding pyridine (0.89 g, 10 mmol) to a solution of 3,6-dichloropyridazine (0.45 g, 3 mmol) and 5-(3-methyl-phenyl)tetrazole (0.96 g, 9 mmol) in toluene (15 ml). The mixture was heated to relflux for 5 h, cooled, filtered, and concentrated. The residue was purified by chromatography (SiO 2 /toluene/ethyl acetate = 1/1, R f = 0,23). The title compound was isolated as an off-white powder with m.p. = 422 -425 K. Crystals were obtained by slow evaporation of a solution of the title compound in chloroform/hexanes.
Refinement
Hydrogen atoms attached to carbons were placed at calculated positions with C-H = 0.95 Å (aromatic) or 0.98-0.99 Å (sp 3 C-atom). All H atoms were refined in the riding-model approximation with isotropic displacement parameters set at 1.2-1.5 times of the U eq of the parent atom. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.14497 (13) 0.12426 (7) 0.55906 (6) 
